Single-crystal X-ray study T = 100 K Mean '(C±C) = 0.002 A Ê R factor = 0.029 wR factor = 0.074 Data-to-parameter ratio = 13.7
Hydrogen-bonding geometry (A Ê , ).
After having encountered severe problems during structure solution, anisotropic re®nement remained stalled at R1 = 0.28. It was therefore assumed that the crystal was twinned and applying the twin law (101/010/001), which is equivalent to (101/010/001), eventually succeeded (R1 dropped below 0.1). All H atoms could now be located by difference Fourier synthesis. They were re®ned with ®xed individual displacement parameters [U(H) = 1.2U eq (C)] using a riding model with CÐH(aromatic) = 0.95 A Ê or CÐH(methylene) = 0.99 A Ê . H atoms bonded to N and O atoms were re®ned isotropically. The twin ratio re®ned to 0.416 (1)/0.584 (1).
Data collection: X-Area (Stoe & Cie, 2001); cell re®nement: XArea; data reduction: X-Area; program(s) used to solve structure: SHELXS97 ); program(s) used to re®ne structure: SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 1990).
Figure 1
Perspective view of (I) with the atom numbering; displacement ellipsoids are at the 50% probability level. The structure of the title compound, (I), has already be determined (Karle et al., 1964; Chandrasekhar & Raghunathan, 1982; Pfeiffer et al., 1987; Nigovic et al., 2000) , but none of the authors has described any twinning.
Surprisingly, we encountered a twinned crystal and satisfactory refinement was only possible when the correct twin law (101/010/001) was applied. This case of twinning is characterized by the fact that one of the face diagonals is of the same length as one of the axes bordering the face. As a result of that, the face diagonal can be an axis of the twin unit cell, whereas the other axis runs in its opposite direction. The present kind of twinning in the monoclinic crystal system can in principle occur if the following condition is met: a . cos(β) = c/2. The structure determinations of Chandrasekhar & Raghunathan (1982) , Pfeiffer et al. (1987) and Nigovic et al. (2000) have led to acceptable results. However, Karle et al. (1964) , who had used Equi-inclination Weissenberg photographs and zero-level precession photographs on a thin platelike crystal to collect the diffracted intensities, ascribed the relatively high R value to the shape of the crystal and to the difficulty to estimate the density of the diffraction spots.
S2. Experimental
The title compound was purchased from Fluka and recrystallized from diethyl ether.
S3. Refinement
After having encountered severe problems during structure solution, anisotropic refinement remained stuck at R1 = 0.28.
It was therefore assumed that the crystal was twinned and applying the twin law (101/010/001), which is equivalent to (101/010/001) provided the ultimate success (R1 dropped below 0.1). All H atoms could now be located by difference Perspective view of (I) with the atom numbering; displacement ellipsoids are at the 50% probability level.
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